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KTty “+C THTTRTTE
0 2 9.5 15.2 4

0 4 T4 694 4

0 6% 646,33 66844 4 0-26
0 8% 36l.6 398.1 4 0-28
0 10 417.7 =423.5 6 0 0
0 12 217.4 2154 6 0

0 14 441.5 441,0 6 0

0 16 417.7 &28.8 6 0

0 18 2348 -240.¢ 6 0

0 20 409.1 4l15.5 6 0

0 22 138.0 129.9 6 0

0 24 702 =60.5 6 0

0 26 103.7 ~105.0 6 0

0 0 S8.1 =63.6 6 0

0 2 80.6 ROe4 6

0 -2 68.8 7649 6

0 & 129.6 ~131.9 6

0 -4 94.7 =951 6

0 6 11l.1 ~2.8 6

0 -6 17().6 171'0 6

0 8 95.6 865 [

0 -8 33.1 324 6

0 10 86,7 =82.5 6

0-10 28.1 =182 6

012 18.9 =-17.9 ]

0-12 137.4 130.5 6

0 14 Gleu 4261 6

0=-14 140.2 140.7 6

0 16 105.6 =107.0 6

0-16% 13.6 13.1 6

0 18% 11.8 =3.0 8 0 0
0-~18 23849 242.1 8 0 2
0 20 25.8 =27.9 8 0 =2
0-20 73.1 688 8 0 &
0 22% 6.5 -.8 8 0 =4
0-22. 17641 181.3 8 0 6
0 24% l.2 107 8 0 =6
0=-24 87.3 8240 g 0 8
0 26 31l.1 298 8 0 -8
0-26 134.8 138.9 8 010
0 0 74,0 -82.2 8 0-10
0 2 226.5 =221.0 8

0 -2 285.5 302.4 8

0 « 169.6 163.4 8

0 -4 78.3 -85.3 8

0 o 172.3 175.2 8

0 -6 324.3 =-323.5 8

0 8 149.7 -153.9 8

0 -8 48.1 43.2 8

010 102.4 106.3 8

0-10 26.5 28.6 8

012 195.9 190.4 8

0-12 269.5 ~269.4 8

0 14 55.7 59.1 8

0-14 105.5 ~101.9 8

0 16 6045 634

0-16 98,5 94.6

0 18 127.3 128.8

0-18 55.3 =54.5

0 20% 7.3 3.1

0-20 158.8 ~158.3

0 22 20.8 -3.3

0=-22 " 31e8 =33.4
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Table 4. Observed an calculated structure factors.
An asterisk mar
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388 ~36.4
Se7 <17.2
134e9 =134,6
132-9 ~131.4
1368 148.5
2lbec =224.2
169¢1 =~177.1
1792 18640
178¢1 18S5.2
298¢t =304.5
1057 =117.8
98«1 104.8
150¢1 159.3
1613 -168.5
154¢4 =160.2
362 42.8
3096 313.7
€leS ~=63.5
1673 -172.7
719 754
1474 151.8
80.2 -85-3

172 =23.7
113.3 116.‘6
7207 75.5
956 =100.2
826 =~86.1l

86e2 91.7
82e2 =B447
68e2 71.8
772 746
79.7 779
300 37.1
3405 -3‘0.3
289 =40.8
299 33.9
278 =21.4
122¢3 119.3
237 19.8
64¢3 ~63.8
329 " 34.9

S7¢9 =59,2
95.9 =100.1
126.1 127.6

Tel Bel

265 20.9
Sle8 51.8
61«9 =59,1
73+4 =69.0
559 S2.3
1675 ~168.0
79'“ 81:“
48el =49,9
70¢2 =63.8

le2 ~6+0
1507 -20.6
2.9 "0.6

‘03'9 4“.5
57«1 =-58.8
843 -86.7

5'6. 1'3

" 12646 129.4

919 =94,2

Refinement of the crystal structure of baratovite.

ks the reflections 006 and 008 affected by extinction and the
"unobserved reflections.

Pz o oy 2 ol
0 -8 1700 '20.6
¢ 10 38.6 =34,7
0‘10 2103 27.7
012 1309 -132.4
0‘12 39.8 3‘0.2
0 14 22.0 =17.9
0-14 31.5 35.1
0 16 150.4 =154,.6
0-16 34.2 28.3
0 18% l.2 =445
0‘18 38.3 ‘04.1
0-20 38.2 3308
0=-22 111.3 111l.6
0-24 18.8 1303
0-26 S8.4 57.9
0-28 44.8 43.2
0 o 214.0 221.0
0 2 42.8 35.3
0 -2 289.8 =295.6
0 4 38.9 =38.7
0 =4 198.8 202.0
0 6 46.8 42.8
0 -6 121.7 =122.2
0 8 341.5 345.9
0 -8 249.8 255.8
010 86.0 =-93.0
0-10 313.9 =323.2
012 212.0 21S5.7
0-12 97.5 10S.1
0 14 29.8 26.1
0-14 14¢7 =136
016 163.2 16840
0~16 9646 =94,3
0~-18 117.9 -121.7
0-20 196.6 201.3
0=-22 143.7 -149-3
0‘24 13304 13706
0-26 G2.7 =974
0-28 92.2 97.9
0 0 225.4 222.5
0 2 265.5 267.2
0 =2 83.8 8l.1
0 4 233.2 228.1
0 =4 67.0 57.9
0 6 222.8 225.0
0 -6 296.0 302.2
0 8 178.2 171.5
0 -8 126¢4 11647
010 123.1 122.3
0-10 297.2 298.6
0 12+% 12.8 - 6e7
0-12 393.0 393.1
0 14 63.3 65.2
O~14 303.6 304.7
0-16 148.8 145,.8
0-18 162.3 163.7
0-20 82.2 77.3
0-22 Taet 78.2
0=24% 152 =13.6
0-26 185.6 187.2
0-28 70.2 6740 -
0 O 72.5 €7.0
-0 2 215.1 720800 .
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16 8 55.8 =54.2
16 -8 275.1 271.1
16 10 16541 -156.7
16 0-10 5645 61.3
16 0 12 49.6 42.7
16 0-12 20043 ~203.4
16 0-14 118.2 121l.4
16 0-16 2215 216.9
16 0-18 637 =59.,5
16 0-22 23443 234,.8
16 0-24 162.5 163.1
16 0-26 . 83.4 <81.7
18 175.2 177.1
18 574 -61.0

-3 429 42.3
4 133¢2 =134.2
-4 723 =T72.8
5 58.2 59.0
-5 50-9 =504
6% 6e9 4.2
-6 1162 11647
7 278 22.8
-7 143 12.9
8 697 57.9
-8 721 64.6
9 228 ~17.1
-9 53«1 . 46,2
10 1026 =97.0
=10 63¢5 =57.1:

21.9 2846
9% 8.5 -5.9

-9 70.8 7203

10# 11.0 3.3
1-10 34.6 =42.2
111 2l.6 18.7
1-11 24¢4 17.9
1l 12 333.9 338.7
l=-]2 57.2 =49,.0
1 13 154.4 -155,6
1-13 17.1 2l.8
1 14 80.0 -8306
1-14 23%.8 =244,.2
1 15 18.4 17.2

H K L FO FC H K L FO FcC K L FO FC
16 0 -2 166.5 166.5 1 3660 37.4 -5 202.2 20S.2
16 0 4 130.7 ~-132.1 -1 234 =25.0 6% 8.5 <~l16.1
16 0 -4 243.1 =24%.5 2 961 95.3 -6 468.2 =482.2
16 0 6 21846 218.9 -2 7949 8l.8 7+ 3.6 =34
16 0 <6+ 78¢7 =75.9 3 43¢5 =42,2 -7 158.1 =160.9
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0
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0 2
18 0 =2 892 =94,7 11 2341l 21l.2 1-15 12944 =130.1
18 0 &4 6l.6 65.4 1=)1 48e7 =45,1 1l 16 107.1 113.3°
18 0 -4 89.9 914 112 85¢9 =86.5 1-16 205.9 207.5
18 0 6 18.7 -10.1 1-12 S0e7 467 117 80.1 ~-Bl.8
18 0 -6 1070 =109,.7 113 500 49.3 1-17 58.1 604
18 0 8 775 7%9.8 1=-13% 9.0 ~-9.1 1 18#% le2 10.3
18 0 -8 100.9 103.3 1 14 150 19.7 1-18 649 =72.4
18 0-10 87.3 -89.6 1-1¢4 689 69.6 119 16.6 ~19.8
18 o0-12% 3.6 4.3 1 15 | 306 =30.7 1-19 3lel =29.8

18 0-14 78.2 =80.1
18 0-16 109.4 110.6
18 0-18 221l.4 -225,.,2
18 0-20 16.8 15.0
18 0-22  102.9 =104.6
18 0-24 22.8 =16.2
18  0-26 161.0 ~-159.7
20 0 86.7 =-86.6

1=18 25.1 21«9
1l 16 204¢4 -208.5
l1-16 278 =23.6
117 628 6249
1-17 68.1 -67.5
1 18% le2 3.1
1-18 616 62.4
1l 19 2445 15.1

1 20 157.8 164.2
l=20% 463 15,5
1 21 82.9 =84.4
1-21 | 16.4 17.5
1 22 69.4 =6947
1-22 64.0 =69.2
1 23#% 10.0. ~15.9
1‘23 43.9 -4308

0
20 o0 2% 6e7 1.7 l=19%# le2 ~246 1 24 67.6 76.0
20 0 -2% le2 3.6 1 20  105«2 -108.8 1=24 136.8 139.0
20 0 4 49.3 45.9 1=-20 3lel 29.5 1 25 55.9 =60.8
20 0 -4 S4.2 50.2 1 21 4604 49.9 1-25 57.0 59.8
20 0 -6 73.7 =69.0 1~-21 228 =14.8 1-26 88.1 =91.6
0

20 -8 102.6 =103.6
20 o0-10 120.7 121.5
20 0-12 15.6 =-13.6
20 0-14 95.1 =91.8
20 0-16 37.3 36.7
20 0-20 62.9 ~66.8
20 0-22% = 8.3 =449
20 o0-24 S5S.1 53.2
22 0 QB.S ‘47.8
22 -2 2849 3l.6

1 22 26¢3  =22.9
1=22 565 54.5
1 23% 13.2 13.0
1-23 179 =1640
1 24 4le9 =43,40
1=24% - 10.3 13.7
1 25 470 50.0
1=25% - 9.8 ~8e3
1 26 2449 25e4
1-26% 9.2 15.3
1=-27# le2 34

1-27 20.5 ~18.8
1-28* 1.2 440
0 122.4 =119.3
1 199.3 =202.9
-1 133.0 126.8 -
2 180.0 187.3
-2 60.1 66.8
3 169.0 ~-178.3
-3 120.0 ~116.0
-4 3474 345.9

22 =20 56+6 =57.5"

9  292.9 =-293.5.
1 1 0 . 47.4 =55.1

-9 23847 =227.9

~4 . 2556 263.0
5 11945 =122.1
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0
0
22 0 -4  20.9 15.9 1 0 109.8 112.0 177.3 ~168.8
22 0 -6% 3.4  16.3 1 1 10848 -112.6 -5  504.8 51447
22 0 -8  38.0 =-36.9 1 -1 179 =14.7 6  99.5 95.6
22 0-10 83.7 87.0 1 2  376el =390.0 -6 32640 32645
22 0-12  29.2 -30.4 1 -2 136 '=13.0 7 17246 =16944
22 0-14% 1.2 1.1 1.3  207.0 208.9 -7 183.6 =175.6
22 o0-16% 1.2 ~11.6 1 =3 ' 44¢5 =44,0 8 130.8 125.4
22 0-18% 5.6 2.7 1 4 - 38606 397.7 -8  249.1 232.9
0 1
1
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1 10
1-10
1 11
1-11
1 12
1-12
113
1-13
1 14
1-14
1 15
1-15
1 16
1-16
1 17
1-17
1 18
1-18
1 19
1-19
1 20

- 1=20

1 21¢
1-21
1 22
1=-22
1 23
1-23
1 24
1-24
1-25
1-26
1-27
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PULWWNN=—~O®
s %

]
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-5%
-6
-7
-8

-9

10
1-10
1 11
1-11
112
1-12
1 13
1-13
1 14
1=-14
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Ui

FO

255.9
320.7
297.7
200.4
112.1
230.5
575
i80.7
62.0
175.1
73.0
73.1
38.9
69.6
177.7
11247
86.7
165.3
21.9
133.9
120 .4
101.2
13.1
66.8
18.3
29.9
1647.6
90.0
’7.5
38.8
143 .4
164.9
7443
10.0

l.2
266.6
12.0
6840
35.3
213.6
79.9
29.5
145,11
90.5

8.6
83.9
10.9
224 .6
134.1
119.2
166,0
S6.2
8l.3
6he7
207.8
38.5
108.3
55.6
42.7
193.5
172.8
6l.4
S0.3

FC

260.7
316.8
'301.9
=197.2
110.2

. 22854
61.5
-183.2
‘62-2
177.3
-7408
7643
33.0
~T77.6
-177.8
112.5
88.5
168.9
13.7
~134.2
~117.3
101.4
=10.0
-67.7
=18.0
35.2
=146.7
91.8
767
32.5
-la4.2
166.7
=73.2
=14.5
=12.3
260.5
263
674
-22.7
-216.1
=77.5
=30.2
135.8
9445
=-2Ge4
87.0
Tets
222.9
-122.1
~-124.4
~163.1
=52.4
797
hWTe2
298.9
=38.4
-109.3
. 49.3
34.1
193.9
-171.0
6440
-46.1
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118
1-15
116
1-16
117
1-17
118
l1-18
119
1-19
1 20
1-20%
121
1=21
1 22
1-22
1=-23
1-24
1-25
1-26
1-27
l1=-28&
1-29
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1-11
112
1-12
1 13+
1-13
1 l1la
1-14
115
1-15
116
1-16
117
1-17
118
1-18
119
1-19

120 .

FO

1085
139.5
166
618
38.1
523
1340
119.1
287
1570
563
le2
202.8
SS5e2
825
237
2Sel
80.8
1085
105¢4
14646
251
Gle7
33540
557
127.0
861
360
2625
353.1
1337
46501
4906
44940
69.2
179.0
476

416

27348

269.7

898
2155
473
104e1
217.8
2272
1369
195.2
XX 4
28¢5

- 2748
665

698 .

S0.0
182+4%
4346
53.9
31603
4901
642
S8¢0

134e4
51.8

FC

106.1
l6l.l
9.3
S57.8
«32.5
-53.9
136.7
119.7
226
=154.2
S0.6
~-9,.,9
201.9
-56.9
85.2
=-16.6
26bets
82.9
=106.5
106.1
-164.6
-23.6
39.5
341.9
-57.1
130.7
77.3
=39.0
264.3
352.1
137.6
473.2
=53.0
456.0
~T4.8
173.0
-48.8
-42.5
275.9
275.5
87.5
218.6
4647
~108.6
217.8
2233
139.6
201.9
=15
28.1
1844
=726
69.1
=S4l
185.4
46.9

48.8
317.2

=49,.,1
-63.1
S6.2
129.9
S7.9
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1-20
1-21
1-22
1-23
1-24
1-25
1-26
1=-27«
1-28
1=-29#

-1
2%
-2

-3
-4
-5
-6
-7
-8

-9
10
=10
111
1-11
1 12+
1-12
1 13+
1-13
1l 14
1-14
115
1-15
116
1-16%
117
1-17
118
i-18
1-19
1=-20%
1-21
1-22.
1-23
1-24
1-25
1-26
1=-27
1-28
1~-29
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FO

198.5
97.7
34.2
8Se.1l
9S .4
163.2
44.5

1.2
81.5

1.2
119.6
129.6
68.8
11.7
14.0
139.1
225.2
66.6
$50.2
775
35.9
S7e.4
22.4
156.2
136.0
91.8
170.2
33.2
29.4
64.0
103.6
102.5
145,3

3.6
98.1

l.2
727
75.5
78.7
114.6
83.7
4442

l.2
83.5
131.6
47.2
201.8
116.9
1S.1l
116.9
30%1
66.5
4367
128.0
176.4
29.2
43.2
38.3
40.5

“e3
l14.9
72.9
6l.2

FC

203.0
98.9
-38.4
79.2
99.0
165.2
-48.1
-10.6
82.0
5.8
‘12203
-128.6
-7202
146l
Be4
139.6
229.2
62.2
45,9
T6.4
=35.0
=-52.9
28.8
~15643
=13S.1
=91.5
~1744
=31.1
30.5
6444
106.4
102.0
143.0
=640
923
=3.0
-73.7
‘7001
=756
=112.9
-82.2
-43e7
3.7
79.8
131.3
4645
201.8
117.9
14.7
=114.9
3146
654
4145
122.1
178.0
28.3
=416
=39.1
3446
=6el
13.3
71.5
-56.8
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=455
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14646
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9-10 152.2 152.6 -2 209 24.9 10 16% 16.1 18.7
S=-11 98.9 G3.4 -3 45¢1 =47,0 10-16% 1.2 6

9=-12 116.3 115.9
9-13 244.0 242.2
9=-14 34.4 36.8
9-15 24¢4 =27.3
9=-16 105.4 108.2
9=17 4249 4761
11 9-18 19.1 “el
11 9-19 129.4 127.3
11 9‘20 30.9 34.4
11 9-21 35.8 37.2

-4 127 10.4
-5 Tes -15.6
-6 85.8 85.0

9

9

9 10 17 4240 35.7
9

9

9 -7 123+1 -126.5
9

9

9

9

9

10-17 73,1 7Se4
10-18 34,9 36.5
10~-19 67.3 65.9
10 0 138.1 137.3
10 1“ Lol 24
10 -1 38.4 =38.0
10 2 71.9. ~73.7
10 -2 37.7 35.0
10 3 122.8 123.2

-8 732 72.0
-9 S6e7 -56.4
-10% le2 5.8
-11 4602 =51,.,5
-le2 1239 128.9
9-13 1085 ~105.8

Yt ot et ol ot et et Bt et ot b pd fd
bt ot ot ot Pt ot ot Pt et Pt et ot

6 127.6 =123.4
-6 31.0 32.0
7 46.3 48.6
-7 2246 2&4e1
-8 42.1 ~39.7
-9 3267 32.7
13 9~-10 33.6 =37.5
13 9-11 24.1 =21.8
13 9-12 106.6 107.6

9e7 =7.1
10 11 363 =37.5
10 12 25¢6 ~26.4
10 13 1373 141.3
10 14 5003 49,9
10 1S 71«5 <=80.5
10 16%  1e5 <=-18.,8
10 17 S56+¢4 58.3

10 .9 28.3 263
10 -9% Be7 =445
i0 10 794 =79.3
10-10 15.8 =18.2
10 11 148.3 148.7
10~-11# 15.8 17.1
10 12 32.4 =26.6
10-12 164 ~17.7
10 13 24,0 24.6

13 9 o0 3l.6 =30.7 9-14 1075 105.5 10 -3 35,1 334
13 9 1 8l.8 =83.4 10 0% 106 4.8 10 4 16,8 1301
13, 9 -1 97.1 9446 1 43e4 44,0 10‘-4 118,8 =115.5
13 9 2 220 =25.9 10 2 236 25.2 10 S 19,3 =21.2
13 9 =2 S4.7 =57.5 10 3 1123 -113.9 10 -5 70.8 7249
13 9 3 40e¢3 =34e4 10 4 S6.8 ~58.6 10 6 55.5 51.3
13 9 -3 56.1 =60.0 10 S 1680 170.7 10 -6 30.9 29.8
13 9 4 16.8 5.5 10 6 45.2 47.9 10 7 40.6 47.2
13 9 =4 4le4 4063 10 7 704 =776 10 =7 79.7 -80.1
13 9 § 3943 35.9 10 8 2549 21.8 10 8 S2.0 S2e¢4
13 9 -5 46.8 =424 10 9 658 70.3 10 -8 54,6 Sl.7

9 10%

Q

9

9

9

S

13 9-13% 10.0 =10.0 10 o l4e4 7.8 10-13 43.2 4241
13 9-14 31.9 =31.7 10 1% le2 =14.2 10 14 9640 . '94.3
13 9-15% l.2 =34 10 -1 257 =21.5 10-14 16,4 = 9.7
13 9-16" 32.4 -28.8 lo 2 278 25.4 10 1S 72.9 79.1

13 9-17 43,6 4248
659.8 70.2
13 9-19 5844  =55.5
73.3  75.6
135.5 =140.9 -
2243 24e4
25.4 20.8
7046 707
8446 9046
123.2 =125.2

10 -2 343 =35,1
10 3 71«1l - 73.3
10 =3#%  12.3 =1l.2
10 4+ 9.6 7.2
10 =4 643 66.7
10 S 4367 =G4.4
10 -S 8449 87.2
10 6 348 -=36.5
10 -6 201 15.3
10 7 1055 =103,7

10-15 92.8 =97.2
10 16% 8,5 =2.8
10-16 124.5 123.0
10~-17# ‘1.2 . =6eb
10-18 60.6 =565
10-19 -~ 47.9 48.2
100 102.9 101.8
1071 269.6 2704
10 -1 67.9 63.1
10 2 111.9 113.2

-
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U
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15 -3 70.1 T4e6 10 -7 3040 =32.3 10 =2 117.5 118.8
15 4 60.7 55.8 10 8 370 =31.2 10 3. 79.9 =-8S.0
1S -4 3l.3 30.1 10 -8 S52¢4 =48,3 10 =3 © 150.0 -152.7

-5 12841 ~131.5
-6 28.5 =24.6
-7 77.5 82.5

10 9+ 1e2 4.3
10 =9 4241 -32.5
10 10% © 13.0 11.6

10 4% 13,8 . 10.5
10 <4 . 100.2 99.5
10 5 98,1 -101.1
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I

K L

10

10

10

10

10

10

10

10

10

10
10-10
10 11
10-11
10 12
10~-12%
10 13
10-13%
10 14
10-14
19-19
10-16%
10-17
10-18
10-19
10-20
10 oO%
10 1%
10 -1
10 2
10 -2
10 3
10 -3
10 4
10 =4
10 S
10 -5
10 6
10 -6
10 7
10 -7
10 8
i0 -8
10 9
10 -9
10 10
10-10
10 11
10-11
10 12
10-12
10-13
10-14
10-15

" 10-16

> 10-17

10-18
10-19
10 0%
lo 1
19 -1
10 2%
10 -2%
10 - 3

FO

66.6
93.5
135.4
16,0
286,.1
35.7
15.4
147.1
49,7
105.3
35.6
95.8
120.9
94,7
1.2
95.0
16.6
110.6
77.0
198,7
6e7
55.8
94.6
124.8
77.2
12.6
3.5
87.1
103.7
296
41.7
143.4
72.9
T8e4
224.7
45.5
4862
84.2
66.8
79.8
134.1
i02.3
S2.7
171.0
29.2
673
132.5
17463
4442
185.2
60.3
43.9
95.5
2le6
4l.4
120.8
23.2
12.6
63.6
80.9
3.“
le2
83.0

K L

10 -3
10 4
10 =4
10 5
10 =5
10 6
10 -6
10 7

10 =7

10 8=
10 -8#
10 9
10 =9
10-10*
10-11%
10=-12%
10-13
10-14%
10=~15
10-16%
10=-17
10=-18%
10=19#%
10 ©
10 1
10 -1
10 2
10 -2
10 °3
10 -3
10 4
10 =4
10 S
10 -5
10 6
10 -6
10 =7
10 -8
10 -9
10-10
10=-11
10-12
10-13
10-14
10-15

10~-16%

10-17
10-18
10 o®
10 1
10 =1
10 2
10 -2
10 -3
10 =4
10 -5
10 -6%
10 -7
10 -8
10 -9

" 10=10%

10-11
10-12

FO

606
4540
33.1
8400
1020
2606
19.9
219
845
10.9
Te7
608
1224
l4e0
1469
Tel
163
12.0
1147
208
793
15.6
13.2
703
50.0
4] ¢4
48e1
650
161.8
39.7
1563
42e2
99.1
99.8
3449

12747
9746 °

585
41.9
379
753
606
959

135.4

le2
5443
825
1.2
6145
1080

321"

7066
621

2943

1e2
988
2le2
25:2
155
1289

2604

H

14
14
14
14
16
16
16
16
16
16
16
16
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10~
10~
10-
10-

10
10
10
10
10
10

10-
10~

11
11
11
11
11
11
11
11
11
11
11
11
il
11
11
11
11
11
11
11

11~

11

11=-

11

11~

11

11-

11

11~

11

11=-
1l=-

11
11
11
11

11

11
11
11
11
11
11
11
11
11
11
11

11

11

11

L

13
l4%
15
16#
-4
-G
-6
-7
-8t
-9
10
11
0
1
-1
2
-2
3
-3
4
-4
5
-5t
6
-6
7
-7
8
-8
9
-9
10
10
11
11
12
12
13
13+
14+
14
15
15
16
0
1
-1
2
-2
3
-3
4
-4
5
-5
6
-6
-7
-7
8
-8
9
-9




H
3
3
3
3
3
3
3
3
3
3
3
3
3
S
5
5
S
S
5
S
5
5
S
S
5
]
5
S
S
5
S
5
5
S
S
5
S
S
S
S
5
S
5
7
7
7
¥
7
7
7
7
7
7
7
7
7
7
7
7
7
7
7
7

FO

123.6
37.9
69.5

109.7
60.1

113.7
65.0
35.7
76.6
66.9

129.8
52.0
18.3

1.2
34.5
36.6
10.4

8.5

7.5
26.8
60.8
376
20.6
20.3
32.3

9.9
20.9
50.4
2640
5240
275
2847
32.3
567
49.3
35.1
29.8
&2e7
33.9
“7.3
77.2
60.5

l.2
3445

104.1
17.3
5840
38.6
72.4
51a6
&6.“
355
1le3
11.3
2l.8
48.0
46e7
49.0

104.2
79.2
59.3
68.5
34.2

FC

=121.4
-35.7
-72.‘0
115.1
59.6
108.4
68.0
-38.3
725
63.0
133.2
49.9
~1le4
3.5
=33.3
33.3
12.4
Se6
~3e4&
=340
-59,.,3
=36.4
2445
224
34.0
=~le6
25.8
=-48.8
245
55.2
=270
27,2

=30.4-

-5402
4749
-40e4
32.5
-40.9
-26¢4
4449
-80.68
-59,.,0
-2.7
=3Ze2
~-108.0
cl0
=-53.9
40.9
T4e7
48.8
84.2
35.5
-9-9
-8
27.0
=4340
-41.9
~51.8
=101.6
~8l.1
-6le1l
6643
32.0
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11

11 2

11

11 3

11

11 4

11 -«

11 S

11 -5

11 6

11 -6

11 7

11 =7

11 8

11 -8

11 -9

11-10

11-11

1l1=12

11-13

11-14%
11-15

ll-16

11 o#
11 1

11 -1+
11 2%
11 -2

il 3+
11 =-3=#
11 4%
11 =4%
11 S

11 -5

l: -

11 -7
11 -8+%#
11 -9
11=-10%
11-11
ll-12%
11-13
11-14%
1l1-15%
li 0
11 =1
11 =2
11 =3
11 =4+
11 -5
11 -6
11 -7
11 -8

FO

1024
2606
1¢2
1546
10040
165
S51.5
62.2
227
6645
218
73.7
134.9
47.0
986
S4¢5
790
155.2

144.9.

776
864
27«4
663
488
688
555
283
496
103.0
1155
1e2
73.8
63.0
l4et
373
9.8
22
1844
9.3
8.8
15.6
Be6
53e
52«4
135
302
15.0
%70
16.6
19:9
Be5
271
Pe2
4eo2
221.0
285
134.8
875
12.0
465
106+4
80.8

13146

FC

101.8
20.1
4.9
-11.3
~98.3
-15.9
50.2
63.3
19.1
1.3.3
=32.0
73.9
~134.1
-5102
104.7
‘51-1
78.1
158.7
=148.2
-73.8
B4.6
=26.3
73.3
48.5
=-66.6
~57.5
-26.0
S4.6
102.2
-118.6
=12.6
761
-59.6
-3.1
-38.9
l‘oo
1.3
-10.8
2.0
10.6
=17.4
2.7
-53.4
5“17
i15.2
=-30.8
-19.3
59.8
S5
20.C
5.5
2“.3
-6.2
15.6
219.3
=-25.8
136.4
-90,6
’5.2
-43.3
106.9
=84.8
127.6
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H K L

11 -9«
11-10+#
11-11
i1l-l2
12

12

12

12

12

12

12

12

12

12

12

12

12

12 11
12 12+
12 13
12 0
12 1+
12 -1

12 =2
12 3
12 -3
12 4
12 =4
12 5
12 =S
12 6
12 -6
12 7+
12 =7
12 8%
12 -8
12 9
12 =-9%
12 10
12=10%
12 11
12-11#%
12-12
12-13
2 0
i2 1
12 -1%
12 2
12 -2
12 3
12 =3
12 4
12 =4%
12 S
12 -5
12 6
12 -6
12 7%
12 -7%
12 8
12 -8
12 10

12 2

FO

16,1
12.0
77.0
32.2
83.4
39.9
152.1
190,7
83.4
39.9
13.6
1.2
84
9.5
2146
133.6
89.8
43.6
14,7
66.0
72.8
1.2
S50.1
28.0
19.4
16.7
65.5
17.1
20 .6
72.8
3645
44,3
16.8
14,3
6445
15.8
80,0
27.6
15.9
62.1
3.0
67.9
1.2
27.0
32.0
T4e3
90.0
10.5
56.9
145.6
144.2
99.6
149.5
11.6
127.2
82.6
131.6
19.3
6.7
l.2
26.4
Q4.1
80.7 -




H K L FO FC H K L Fn FC H K L FoO FC
4 12=-10 92.3 92.5 8 12 -4 51e.l 48e.2 113 &8 81.9 T8e4
4 12 9 933 =94.4 8 1z S 80.9 76.0 1 13 =-8+# 13.9 18.7
4 12 -9 47«7 =47.8 8 12 =5 . 309 =27.7 1 13 -9 43+9 =4l.2
4 12 10 80.7 815 8 12 -6 27«2 =28.8 313 0 4043 48.6
4 12-10 92.3 G2+5 8 12 -7 63.0 =6l.2 313 1 79.5 83.1
4 12-11 165.6 ~168.8 8 12 -8 59.8 =58.2 3 13 -1+ 15,1 <=22.5
4 12-12 36.0 33.2 8 12 -9 118¢3 121.7 313 2 37.7 =38.2
4 12-13 49.6 =44.,6 8 12-10 4846 47.7 313 =2 37.8 =42.9
4 12=14 734 7245 8 12-11 2040 12.0 313 3 65.6 =69.5
612 0 37«9 =32.7 8 12-12# 15.2 14.9 313 -3 18.6 2l.3
6 12 1 80.5 8640 8 12-13 50e5 =47.3 313 4 103.4 10846
6 12 -1 137.8 -143.9 10 12 o0 36e4 3463 3 13 -4 109.2 117.9
6 12 2 409 =42.0 10 12 1 126.6 127.6 313 S 43.8 4861
6 12 -2+ 6.4 ~246 10 12 -1 151«4 154.6 313 -5 176 =19.4
6 l2 3+ le2 3.1 10 12 -2 31.1 39.6 313 6 38e4 =40.4
6 12 -3 637 644 10 12 -3% 11«9 =13.5 313 -6 115.3 =118.6 (
612 4 130.7 133.7 10 12 =4 10446 108.6 3 13 -7 6643 6642
6 12 =4 140.3 142.7 10 12 =5 68e1 69.3 313 -8 43.0 50.4
612 S 17.5 236 10 12 -6 118¢2 117.9 313 -9 28¢4 =2Be3
6 12 -5¢ l.2 3e4 10 12 -7 7249 68.1 S13 0 . 48,49 4848
6 12 6 86.0 =83.9 10 12 -8 37.1 -28.9 S 13 1+ 15.1 16 .9
6 12 -6 97.3 =GB.4 10 12 -9 7Se3 79.3 513 ~1 128.1 132.4
6 12 7 1169 =119.7 10 12-10 34e7 37.7 513 2 23.2 18,3
6 12 -7# le2 9.6 10 12-11 376 =34.0 5 13 =2 58.0 63.9
612 8 S51le9 =4746 113 0 35.1 32.2 513 3 S0.6 S0.8
6 12 -8 27.8 34.8 113 1 68.2 6648 5 13 =3 T77.4 76.4
6 12 -9 107.9 =111.1 1 13 -1# le2 1563 S 13 4 23,5 19.5 (
6 12-10 94.0 S1.0 113 2 7945 8le.7 5 13 -4 18.9 19.8 t
6 12-11 119.5 123.0 1 13 =2 306 <~24.8 S 13 =5 35.4 35.6
6 12-12 110.0 112.8 113 3 35.9 =33.2 S 13 -6 129.8 133.2
6 12-13 61e9 =63.4 113 -3 1009 =99.4 S 13 -7 99.3 99.3-
6 12-14 50.2 =48.2 113 4 112.0 =114.6 5 13 -8 104.8 104.2
812 v 43.9 =50.5 1 13 -4 3le4 =~33.1 713 0 40.1 <-41.2
8 12 1 87.9 =-90.9 113 S5 83.6 =82.5 713 -1 36.9 =40.1
8 12 -1 17.9 10.5 113 -5 627 63.9 7 13 =2 27.1 27.9
8 12 2 89.9 89.9 113 6 31e8 =29.7 7 13 =3% 3.0 ~2e2 .
e 12 -2 37.2 4l.8 113 -6 14141 141.2 7 13 =4 49.2 =48.7
8 12 3 4746 49.4 113 7 " 4566 4B8e0 7 13 =5 6442 665
8 12 -3 74.0 73.2 1 13 =7 6601 6646 7 13 -6 48¢4 =4643
8 .

12 4 101.1 99.3

OVO FATTORE SCALA .578541

ATISTICHE SU WEIGHTED R

RISCALATI

DDP DOPD DPP  POD PDP  PPD PPP  DDD
+035 .000 .000 .000 +000 +035 ,034 .035
1022 0 0 0 0 896 1112 979

GR1 GR2 GR3 GR4 ALL
«035 .000 .n0O0 .000 4035
009 Y 0 0 4009

PER INTERVALLI SENTETA/LAMBDA PASSO - 10000 (PARTENDO DA «00000)



«075 4038 ,045 .028 .028 .034 .036 «000 .000
11 93 24l 459 718 1033 14l0 0 0

PER INTERVALLI FO PASSO 20
«139 ,067 .055 ,037 .,032 .027 «022 .018
843 710 544 436 341 264 57 65

! PER ZONE
L <035 HOL <040 HKO .043
132 ezas 112
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Table S

5, .
Baratovite. Anisotropic thermal parameters (x 10”) in the form
2 n].
exp[_—((é”hz +(%22k2 @ 331% + 2B bk + 2@ 3hl + 28,5kD)]

T =

REom

Ti
Ca(1)
ca(2)
ca(3)
Ca(4)
K
si(1)
si(2)
Si(3)
Si(4)
Si(5)
Si(6)
o(1)
0(2)
0(3)
0(4)
0(5)
0(6)
0o(7)
0(8)
0(9)
0(10)
0(11)
0(12)
0{13)
0(14)
0(15)
o(16)
0(17)
0(18)
F
Li(1)
Li(2)

B
38 (1)
61 (1)
62 (1)
58 (1)
52 (2)
255 (4)
47 (2)
45 (2)
47 (2)
45 (2)
50 (2)
53(2)
195 (6)
88 (6)
90 (6)
68 (5)
66 (5)
89 (6)
124 (6)
64 (5)
105 (6)
94 (6)
92 (6)
68 (6)
66 (7)
101 (6)
117 (6)
149 (7)
103(6)
96 (6)
128 (6)
49 (22)
122 (15)

B=

79 (3)
126 (4)
125 (4)
131 (4)
123 (5)
471 (12)
115 (5)
106 (5)
97 (5)
120 (5)
105 (5)
104 (5)
186 (15)
234 (15)
192 (15)
303 (16)
186 (15)
298 (16)
112 (15)
224 (15)
255 (16)
189 (15)
227 (15)
170(17)
287 (19)
232(17)
123(17)
120 (19)
191 (17)
248 (17)
244 (15)
361 (60)
213 (42)

Bxn
26 (1)
59(1)
59(1)
48 (1)
56(1)
243(3)
33(1)
35(1)
35(1)
33(1)
36(1)
35(1)
102 (4)
40(4)
65 (4)
75(4)
60 (4)
46 (4)
142 (5)
64 (4)
50(4)
79 (4)
40 (4)
59(4)
109 (5)
44 (4)
68(4)
91(5)
61(4)
45 (4)
85(4)
56(15)
64 (10)

B
-2(1)
1(2)
6(2)
2(2)
-2(2)
=7(3)
3(3)
2(3)
-1(3)
8(3)
-2(2)
-51(8)
18(8)
=17(7)
11(8)
=-13(7)
-2(8)
21(8)
=-11(7)
-25(8)
-47(8)
-4(8)
19(9)
16 (9)
8(8)
22(8)
43(9)
2(9)
5(9)
=21(7)

78(21)

@43
12 (1)
30 (1)
27 (1)
24 (1)
21(1)
132 (3)
16 (1)
14 (1)
11 (1)
15(1)
20 (1)
22 (1)
51 (4)
24 (4)
38 (4)
38(4)
9(4)
22(4)
60 (5)
3(4)
27 (4)
32(4)
19 (4)
19 (4)
51 (5)
14 (4)
53(4)
62 (5)
56 (4)
22 (4)
44 (4)
19 (15)
29(10)

B3
~1(1)
-3(2)
6(2)
1(01)
-4 (2)
-8(2)
=7(2)
1(2)
6(2)
7(2)
0(2)
7(6)
5(6)
-44 (6)
-4(7)
-29(6)
8(6)
-10(7)
21(6)
=2 (6)
8(6)
-6(6)
39(7)
-8(8)
=7(7)
28(7)
13(7)
-8(7)
6(7)
-5(6)

10(18)

huli‘!l?;!z.w-u
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